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Table 1S.  Z-Matrix and Optimized Geometry of HMHP-A CCSD(T)/aug'-cc-pVTZ a 
 
O1 
C1  1  R2 
H1  1  R3  2  A3 
H2  2  R4  1  A4  3  D4 
H3  2  R5  1  A5  4  D5 
O2  2  R6  1  A6  4  D6 
O3  6  R7  2  A7  1  D7 
H4  7  R8  6  A8  2  D8 
 
Variables: 
R2 = 1.39543173 
R3 = 0.96375469 
R4 = 1.09476547 
R5 = 1.08985693 
R6 = 1.41221324 
R7 = 1.46158782 
R8 = 0.96699084 
A3 = 107.27260324  
A4 = 111.49545679  
A5 = 107.51454293 
A6 = 113.20334702 
A7 = 104.91276565 
A8 = 99.90380078 
D4 = -55.01004630  
D5 = -122.36494810 
D6 = 123.33384465 
D7 = -68.85675108 
D8 = -113.21992691 
 
aBondlengths in Å and angles in degrees.  
 
Table 2S.  Z-Matrix and Optimized Geometry of HMHP-B CCSD(T)/aug'-cc-pVTZ a 
 
O1 
C1  1  R2 
H1  1  R3  2  A3 
H2  2  R4  1  A4  3  D4 
H3  2  R5  1  A5  4  D5 
O2  2  R6  1  A6  4  D6 
O3  6  R7  2  A7  1  D7 
H4  7  R8  6  A8  2  D8 
 
Variables: 
R2 = 1.40733192 
R3 = 0.96339276 
R4 = 1.08884238  
R5 = 1.09334635   
R6 = 1.40552024  
R7 = 1.45408055   
R8 = 0.96951284  
A3 = 107.90384486   
A4 = 106.40112372   
A5 = 112.30573392   
A6 = 112.27051255   
A7 = 106.33097451  
A8 = 100.88706194 
D4 = 168.82143771   
D5 = -122.68839050  
D6 = 120.89328016  
D7 = -69.80055250 
D8 = 74.84944320 
aBondlengths in Å and angles in degrees. 
Table 3S.  Z-Matrix and Optimized Geometry of HMHP-C CCSD(T)/aug'-cc-pVTZ a 
 
O1 
C1  1  R2 
H1  1 R3  2  A3 
H2  2  R4  1  A4  3  D4 
H3  2  R5  1  A5  4  D5 
O2  2  R6  1  A6  4  D6 
O3  6  R7  2  A7  1  D7 
H4  7  R8  6  A8  2  D8 
 
Variables: 
R2 = 1.39940348 
R3 = 0.96255148 
R4 = 1.09317589 
R5 =          1.08958582 
R6 =          1.40998762 
R7 =          1.46081012 
R8 =          0.96704776 
A3 =        107.46217459 
A4 =        111.37328011 
A5 =        107.74235912 
A6 =        113.35758969 
A7 = 105.06243862 
A8 = 99.68649754 
D4    = -43.23496918 
D5 = -122.52535174 
D6 = 123.38100855 
D7 = -70.41308955 
D8 = -246.04086240 
 
aBondlengths in Å and angles in degrees. 
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